Computational details Stability check
Kinetic energy C-N 
, as a function of the method. Figure S4 . ELF-IQA computed classical electrostatic interaction energy (intra and inter) against 1/R for a) CH 3 -CH 3 , b) CH 3 -OH, and c) CH 3 -F.
E X-C C(N)-V(C,N)
The linear regression fittings for CH 3 -X set of molecules are the following: The linear regression fittings for CH 3 -X set of molecules are the following: 
Kinetic energy

Demonstration
Assuming a homogeneous electron gas kinetic energy density (Thomas-Fermi gas)
within the basin, the kinetic energy would be given by: The linear regression fittings for CH 3 -X set of molecules are the following: Figure S7 . ELF-IQA computed exchange-correlation interaction energy between V(C,X) and V(X) basins and C and X atoms against 1/R for a) CH 3 -CH 3 , b)
CH 3 -NH 2 , c) CH 3 -OH, and d) CH 3 -F.
The linear regression fittings for CH 3 -X set of molecules are the following: 
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